Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.009 Å; R factor = 0.056; wR factor = 0.100; data-to-parameter ratio = 15.4.
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 2; Àz; (ii) x À 1; y þ 1; z; (iii) Àx À 1; Ày þ 1; Àz þ 1.
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97. Fig. 1 . The molecular structure of the title compound showing atom-numbering scheme and displacement ellipsoids plotted at 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
Geometric parameters (Å, °)
Br-C4 1.876 (6) N2-C3 1.336 (7) N1-C2 1.347 (7) C2-N3 1.354 (7) supplementary materials sup-4 N1-C1 1.424 (7) N3-C5 1.264 (7) (6) C3-N2-C2-N1 179.6 (5) C2-N2-C3-C4 1.7 (8) C3-N2-C2-N3 −2.9 (8) N2-C3-C4-C5 −0.5 (9) C1-N1-C2-N2 −176.7 (6) N2-C3-C4-Br −179.6 (4) C1-N1-C2-N3 5.7 (8) C2-N3-C5-C4 −1.4 (9) N2-C2-N3-C5 2.8 (8) C3-C4-C5-N3 0.4 (9) N1-C2-N3-C5 −179.7 (5) Br-C4-C5-N3 179.4 (4)
Hydrogen-bond geometry (Å, °) D-H···A D-H H···A D···A D-H···A N1-H1A···N2 i 0.86 2.19 3.035 (7) 169.
C1-H1B···Br ii 0.96 2.85 3.751 (8) 157.
C5-H5A···N3 iii 0.93 2.59 3.357 (7) 140.
Symmetry codes: (i) −x, −y+2, −z; (ii) x−1, y+1, z; (iii) −x−1, −y+1, −z+1.
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